Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.002 Å; R factor = 0.025; wR factor = 0.069; data-to-parameter ratio = 14.0. metal-organic compounds m1382 Chang et al.
In the title compound, [Ca(C 5 H 2 N 2 O 4 )(H 2 O)] n , the Ca 2+ cations are eigthtfold coordinated by six O atoms and one N atom of four symmetry-related anions and one water molecule within an irregular polyhedron. These CaO 7 N polyhedra are connected via the anions into a three-dimensional network. The anions are additionally linked by N-HÁ Á ÁO and O-HÁ Á ÁO hydrogen bonding.
Related literature
For general background to metal coordination polymers, see: Kitagawa et al. (2004) . For related structures, see: Gao et al. (2004) ; Starosta & Leciejewicz (2006) .
Experimental
Crystal data [Ca(C 5 Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: APEX2 (Bruker, 2010) ; cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 
Comment
The synthesis of metal coordination polymers has been a intense research due to their interesting topologies and potential applications (Kitagawa, et al., 2004) . The imidazole-4,5-dicarboxylic acid (H 3 IDC) has been successively applied to construct two calcium complexes (Gao, et al., 2004; Starosta, et al., 2006) . In our ongoing investigations in this field we report here the structure of a new Ca compound with the anionic imidazole-4,5-dicarboxylato ligand.
The asymmetric unit of the title compound conists of one Ca atom, one carboxylate ligand and one coordinated water molecule all of them located in general positions ( Figure 1 ). The Ca center is eight-coordinated by six oxygen atoms and one nitrogen atom of four carboxylate ligands and one oxygen atom of a coordinated water molecule within an irregular polyhedron. The Ca-O distances range from 2.3197 (11) to 2.8777 (12) Å and the Ca-N distance amount to 2.4215 (10)Å.
The CaO 7 N polyhedra are connected via the anions into a three-dimensional network and are further linked by N-H···O and O-H···O hydrogen bonding ( Fig. 2 and Table 1 ).
Experimental imidazole-4,5-dicarboxylic acid (C 5 H 4 N 2 O 4 , 0.0752 g, 0.45 mmol) and Ca(NO 3 ) 2 .4H 2 O (0.2361 g, 1 mmol) were reacted in 10 mL of H 2 O in a Teflon-lined digestion bomb with an internal volume of 23 ml l. The reaction mixture was heated to 453 K for 5 d followed by slow cooling at 6 K/h to room temperature. The product consits of transparent colorless crystals.
Refinement
H atoms were constrained to ideal geometries, with C-H = 0.93 Å, O-H = 0.85 Å and N-H = 0.86 Å and refined with U iso (H) = 1.2U eq (1.5 for water H atoms) using a riding model. Fig. 1 . Crystal structure of the title compound with labelling and displacement ellipsoids drawn at the 50% probability level. Symmetry codes: (i) x + 1/2, -y + 1/2, z -1/2; (ii) -x -1/2, y + 1/2, -z + 1/2; (iii) -x, -y + 1, -z + 1.
Figures
supplementary materials sup-2 
Crystal data [Ca(C 5 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Symmetry codes: (vii) −x+1/2, y+1/2, −z+1/2; (iv) −x, −y+1, −z; (i) −x−1/2, y+1/2, −z+1/2. supplementary materials sup-6 
